Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.003 Å; R factor = 0.039; wR factor = 0.109; data-to-parameter ratio = 10.0.
Related literature
For a synthesis of the title compound using CS 2 as a reactant, see: Chande & Singh-Jathar (1998) . This product was obtained unexpectedly in the present study.
Experimental Crystal data C 8 H 8 N 4 O 2 M r = 192.18 Triclinic, P1 a = 6.534 (1) Å b = 7.330 (1) Å c = 9.804 (1) Å = 106.69 (1) = 102.328 (9) = 106.712 (2) V = 407.7 (1) Å 3 Z = 2 Mo K radiation = 0.12 mm À1 T = 295 (2) K 0.25 Â 0.16 Â 0.04 mm
Data collection
Bruker APEXII area-detector diffractometer Absorption correction: none 3032 measured reflections 1434 independent reflections 1115 reflections with I > 2(I) R int = 0.017 Refinement R[F 2 > 2(F 2 )] = 0.039 wR(F 2 ) = 0.109 S = 1.03 1434 reflections 143 parameters 4 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.14 e Å À3 Á min = À0.19 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2008) . (7) 0.0038 (6) −0.0101 (7) O2 0.0431 (9) 0.0556 (9) 0.0288 (8) 0.0213 (7) 0.0126 (6) −0.0008 (7) N1 0.0305 (9) 0.0498 (10) 0.0295 (9) 0.0122 (8) 0.0071 (7) −0.0045 (8) N2
0.0288 (9) 0.0540 (11) 0.0268 (9) 0.0114 (8) 0.0029 (7) −0.0095 (8) N3
0.0271 (8) 0.0396 (9) 0.0245 (8) 0.0135 (7) 0.0099 (6) 0.0032 (7) (2) 175 (3) N2-H2···O1 ii 0.86 (1) 1.93 (1) 2.789 (2) 173 (2) N4-H4···O2 iii 0.87 (1) 2.24 (1) 3.077 ( 
